LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62540.D

Acqg On t 22 Aug 2024 14:42
Operator : MA/JU

Sample : P3673-02

Misc :

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG081424.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62540.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.323 3 6 10 rVB4 10073 13712 0.71% 0.975%
2 3.399 16 19 24 rVB4 8907 14257 0.74% 0.078%
3  3.664 60 64 72 rBV 29589 44765  2.33%  0.245%
4 3.811 84 89 97 rBV 46393 75579  3.93% 0.414%
5 4.134 142 144 152 rVB4 3255 6278 ©0.33% 0.034%
6 5.044 296 299 304 rBv4 2425 4032 0.21% 0.022%
7 5.455 364 369 371 rBV3 1608 2731 0.14% 0.015%
8 6.019 461 465 472 rBV3 6061 10468 0.54% 0.057%
9 6.924 615 619 623 rVvV5 2570 3843 0.20% 0.021%
10 7.100 643 649 659 rvB 149341 246857 12.84% 1.352%
11 7.265 671 677 685 rBV 97094 156901 8.16% 0.859%
12 7.470 705 712 719 rBV 130781 218550 11.37% 1.197%
13 7.523 719 721 730 rVB 7016 11708 0.61% 0.064%
14 7.940 785 792 799 rBV 247698 422640 21.99%  2.315%
15 7.993 799 801 807 rVB4 3708 5722 0.30% 0.031%
16 8.633 903 910 920 rBvV 178441 309848 16.12% 1.697%
17 9.086 980 987 998 rVB 121985 216804 11.28% 1.188%
18 9.650 1075 1083 1090 rBV 21005 33881 1.76% 0.186%
19 9.808 1103 1110 1121 rBV 101281 179475 9.34% 0.983%
20 10.220 1177 1180 1186 rBv4 2486 3981 0.21% 0.022%

21 10.349 1194 1202 1212 rBV 180019 322407 16.77%
22 10.731 1259 1267 1275 rBV 393426 690359 35.91%
23 10.860 1280 1289 1297 rBV 162484 298526 15.53%
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24 11.259 1353 1357 1363 rVB5 9507 14133 0.74% 077%
25 11.465 1386 1392 1403 rBV 38317 72227 3.76% 396%
26 12.311 1532 1536 1541 rVB2 3996 4929 0.26% 0.027%
27 13.392 1716 1720 1726 rVB4 3580 6047 0.31% 0.033%
28 13.462 1730 1732 1738 rVB4 3532 4813 0.25% 0.026%
29 13.962 1811 1817 1823 rBV 345541 487476 25.36% 2.670%
30 14.249 1854 1866 1874 rBV2 385894 621410 32.33%  3.404%

31 14.467 1899 1903 1906 rVvv3 1992 2634 0.14%
32 14.561 1909 1919 1928 rVWW 695287 1087582 56.58%
33 14.749 1944 1951 1964 rBV3 155953 298072 15.51%
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34 14.837 1964 1966 1970 rVv3 1797 2755 0.14% 015%
35 14.972 1983 1989 1992 rBV2 4048 6807 0.35% 037%
36 15.078 2004 2007 2012 rBV5 1472 2581 0.13% 0.014%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62540.D

Acqg On t 22 Aug 2024 14:42
Operator : MA/JU

Sample : P3673-02

Misc :

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG081424.MA.M
Title : SVOA CALIBRATION
37 15.295 2039 2044 2048 rBV4 4033 5986 ©0.31% 0.033%
38 15.354 2051 2054 2059 rvv4 4135 5418 0.28% 0.030%
39 15.413 2061 2064 2068 rBv4 3171 4376 0.23% 0.024%
40 15.548 2077 2087 2097 rBV 525783 805748 41.92% 4.414%
41 15.659 2100 2106 2113 rVV 134780 192367 10.01% 1.054%
42 15.724 2113 2117 2119 rWS5 4707 6870 0.36% 0.038%
43 15.759 2119 2123 2126 rVV2 6878 8685 0.45% 0.048%
44 15.859 2136 2140 2144 rVB 4108 5930 0.31% 0.032%
45 15.988 2158 2162 2165 rVB4 2357 3152 0.16% 0.017%
46 16.065 2171 2175 2177 rBV3 3641 3998 0.21% 0.022%
47 16.106 2177 2182 2186 rVB6 2187 3663 0.19% 0.020%
48 16.276 2205 2211 2214 rBvV4 4262 5969 0.31% 0.033%
49 16.394 2227 2231 2234 rBv2 2278 2778 0.14% 0.015%
50 16.546 2252 2257 2260 rVV2 8198 11372 0.59% 0.062%
51 16.587 2260 2264 2269 rVB 8084 10027 ©.52% 0.055%
52 16.699 2278 2283 2287 rBv2 9945 13040 0.68% 0.071%
53 16.728 2287 2288 2293 rVB3 2336 2434 0.13% 0.013%
54 16.852 2305 2309 2313 rBV5 3545 5273 0.27% 0.029%
55 16.899 2313 2317 2320 rBvV3 6471 8383 0.44% 0.046%
56 17.016 2335 2337 2342 rVB5 2955 3001 0.16% 0.016%
57 17.069 2342 2346 2348 rBV4 2361 3636 ©0.19% 0.020%
58 17.204 2365 2369 2377 rvv3 6609 11206 0.58% 0.061%
59 17.304 2379 2386 2394 rVV 903218 1390507 72.34% 7.617%
60 17.398 2394 2402 2409 rVW 584395 862892 44.89% 4.727%
61 17.469 2411 2414 2419 rVB4 5273 8209 0.43% 0.045%
62 17.639 2440 2443 2446 rVV3 7200 7233 0.38% 0.040%
63 17.674 2448 2449 2454 rVB5 2127 2921 0.15% 0.016%
64 17.803 2467 2471 2473 rBV3 3040 3471 0.18% 0.019%
65 17.974 2496 2500 2504 rVB5 8375 10827 ©0.56% 0.059%
66 18.015 2504 2507 2513 rBV3 7303 9660 0.50% 0.053%
67 18.197 2533 2538 2548 rBV = 112913 194941 10.14% 1.068%
68 18.673 2617 2619 2625 rVB6 3962 4236 0.22% 0.023%
69 18.743 2628 2631 2634 rVB5 2831 3554 0.18% 0.019%
70 18.861 2648 2651 2653 rBV3 3304 4083 0.21% 0.022%
71 18.925 2658 2662 2666 rVV4 4951 7389 0.38% 0.040%
72 19.061 2682 2685 2687 rBV4 3341 4310 0.22% 0.024%
73 19.119 2692 2695 2698 rBv4 6835 8967 0.47% 0.049%
74 19.260 2714 2719 2723 rVB6 9245 13929 0.72% 0.076%
75 19.325 2725 2730 2732 rBv4 21539 32259 1.68% 0.177%
76 19.354 2732 2735 2739 rVB6 10494 14461 0.75% 0.079%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62540.D

Acqg On t 22 Aug 2024 14:42
Operator : MA/JU

Sample : P3673-02

Misc :

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG081424.MA.M
Title : SVOA CALIBRATION

77 19.472 2751 2755 2762 rBV2 42439 65744  3.42% 0.360%
78 19.619 2778 2780 2786 rVB6 10930 13215 0.69% 0.072%
79 19.689 2786 2792 2797 rBV 674838 974371 50.69% 5.337%
80 19.736 2797 2800 2804 rVV5 27587 37322 1.94% 0.204%
81 19.789 2807 2809 2816 rBV6 6391 10139 ©0.53% 0.056%
82 19.877 2822 2824 2825 rBV2 5097 3509 0.18% 0.019%
83 20.077 2854 2858 2860 rVB4 8334 10168 ©.53% 0.056%
84 20.136 2864 2868 2873 rVB 30081 38422 2.00% 0.210%
85 20.206 2878 2880 2882 rBV3 9144 7556 ©0.39% 0.041%
86 20.529 2931 2935 2937 rBV5 9762 14770 0.77% 0.081%
87 20.605 2945 2948 2952 rVB2 58242 66404  3.45% 0.364%
88 20.664 2955 2958 2963 rVB 56007 63584 3.31% 0.348%
89 20.723 2963 2968 2972 rBV6 15086 28868 1.50% 0.158%
90 20.764 2972 2975 2977 rBV4 15046 16017 0.83% 0.088%
91 21.216 3048 3052 3063 rVB2 118297 186538 9.70% 1.022%
92 21.551 3102 3109 3116 rBV 818213 1311716 68.24% 7.185%
93 21.962 3174 3179 3181 rBV5S 22982 38737 2.02% 0.212%
94 22.362 3241 3247 3262 rVB5 89310 225373 11.72%  1.235%
95 23.772 3485 3487 3493 rVB3 27482 47394  2.47% 0.260%
96 24.424 3589 3598 3607 rVB 350209 898176 46.72%  4.920%
97 24.635 3624 3634 3649 rVB2 522504 1485184 77.26%  8.135%
98 25.505 3771 3782 3814 rVB2 131936 1036155 53.90% 5.676%
99 25.887 3840 3847 3859 rVB6 41829 142441 7.41% 0.780%

100 27.144 4038 4061 4086 rVB1O® 234414 1922304 100.00% 10.530%

Sum of corrected areas: 18256058
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62540.D

Acqg On : 22 Aug 2024 14:42
Operator : MA/JU

Sample : P3673-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG062540.D\data.ms

800000
600000

400000 10.731

7.940

200000 7100, 470 8.633 10.349 1 ggo
26 9.086  ggog

32@7%34 5.0445.455 6.019 6.92ﬂ7 J\? 23 7,993 9-2?&{ 10.2 i 12.311
I T T ‘ T T T T T

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\\‘\ \\\\‘\\\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 12.00 12.50
Abundance TIC: BG062540.D\data.ms

17.804 21.651
800000
14.561 19.689
600000 17.398
15.548
14.249
400000 13.962
200000 22.362
21.962

0 18339@2 4. 4670 AZTOTES 3 ABeIRaR1 RN AUTRIOE

HH‘HH‘HH‘HH‘HH‘HH‘ T P LA B e e B I LA LA S
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16 50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG062540.D\data.ms

800000

600000 24.635

24.42
400000
27.144
200000 25.505
23.772 25.887
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time-->  23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62540.D

Acqg On : 22 Aug 2024 14:42
Operator : MA/JU

Sample : P3673-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.664 2.12 ng/ul 44765 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 39
2 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
3 Propylene Glycol 76 C3H802 000057-55-6 9
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
5 Propylene Glycol 76 C3H802 000057-55-6 9

Abundance  Scan 64 (3.664 min): BG062540.D\data.ms (-60) (-) m/z 45.15 100.00%

45.1
5000
R e e
611 3.40 3.60 3.80 4.00
O e e bl e 120 880 w7 4315 19.05%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 [T T T
3.40 3.60 3.80 4.00
m/z 61.15 5.38%
0 19.0 ‘3‘1"0 1] 53.061.0 750
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #5317: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)-
43.0
e
3.40 3.60 3.80 4.00
5000 m/z 44.15 4.26%
15.0 33.0
‘ | ‘ ‘ ‘ GJT'O
Ottt e e
m/iz--> 10 20 30 40 50 60 70 80
Abundance #1085: Propylene Glycol R R mma
45.0 3.40 3.60 3.80 4.00
m/z 46.15 3.30%
5000
31.0
o 10 Tl 530%0 760
e e e e R R R RS RRRE
m/z--> 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62540.D

Acqg On : 22 Aug 2024 14:42

Operator : MA/JU

Sample : P3673-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424 .MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 1-Phenoxypropan-2-ol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.465 2.09 ng/ul 72227 Naphthalene-d8 10.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 97
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 95
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
4 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
5 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 87

Abundance Scan 1392 (11.465 min): BG062540.D\data.ms (-1386) (- | m/z 94.15 100.00%
94.2
5000
77.2
45.1 L
Wl b Jee
omwHHgmw\HH‘,Hm_Mm‘um_m‘ m/z 77.15  31.68%
miz--> 20 80 100 120 140
Abundance #30123 1-Phenoxypropan-2-o
94.0
5000 il
11.50
7.0 1500 Mz 45.15  16.22%
m/z--> 100 120 140
Abundance #30117 1- Phenoxypropan 2-ol
94.0
=
11.50
5000 m/z 51.05 16.21%
7.0 152.0
o 1% 0 L | Juso
oH‘w‘mw‘w‘m,‘m_m_m_m‘
m/z--> 20 100 120 140
Abundance #30125: 1- Phenoxypropan 2-ol . 1/ IS
94.0 11.50
m/z 108.15  15.06%
5000
45.0 77.0 152.0
SRS/ BYINBARS 00 B o L
m/z--> 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62540.D

Acqg On : 22 Aug 2024 14:42
Operator : MA/JU

Sample : P3673-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.197 2.80 ng/ul 194941  Phenanthrene-di10 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81

Abundance Scan 2538 (18.197 min): BG062540.D\data.ms (-2533) (- | m/z 43.15 100.00%

43.1 73.2
5000
129.2
213.3 ‘ ‘

\ R
| “ H‘ 7.2 256.3 18.00 18.50
O brrrprer ML AL “M‘M‘wm bbb L sz 7315 93.49%
m/z--> 20 40 60 80 100120140 160180200220 240260
Abundance #143508: n-Hexadecanoic acid
3 2
430 73.0 256.0
5000 ) e
129.0 18.00 18.50

m/z 60.15 87.81%

213.0
157 0185.0
0 ]"ﬁ‘o“‘} ‘utd‘ ‘H!H ‘W‘ %“\‘ w“l“l \“H“‘ - e = “‘ = “‘ ”\‘ - “‘ ‘ - — “‘ -
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #109279: Tetradecanoic acid
73.0

43.0 Ty P
18.00 18.50
5000 129.0 m/z 55.15  75.92%
185.0
228.0
150 ||| L9 | st |

o0 Ul st ll gl “w‘}‘l‘h‘u i S NS W

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143511: n-Hexadecanoic acid T ——
73.0 18.00 18.50

m/z 57.10  75.58%

43.0 129.0 256.0
5000 213.0
157.0185.0 /\—/L
J\MHHM\HM\W M ul ‘ ‘ k‘\ | \ e R

m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62540.D

Acqg On : 22 Aug 2024 14:42
Operator : MA/JU

Sample : P3673-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 (DEL) Alkane: Cyclic21.216 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.216 2.84 ng/ul 186538 Chrysene-di2 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 94
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
3 Cyclotetracosane 336 C24H48 000297-03-0 94
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91

5 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 91

Abundance Scan 3052 (21.216 min): BG062540.D\data.ms (-3048) (- ' m/z 55.15 100.00%
B5.
e e
‘ H‘ 303 207.1 ‘ 21.00 21.50
ol Lk “ AL 24312830 3950 43,15 94.76Y%
miz--> 50 100 150 200 250 300 350
Abundance #244232: Cyclotetracosane
43.0
83.0
5000 — e
21.00 21.50
m/z 57.15 91.79%
25.0
0 Il “‘\ \H\ I ‘\ 4 \\6\70 21002500 2930 3360
T ‘ T T T 1T T T T ‘ L T T \
miz--> 50 100 150 200 250 300 350
Abundance #280777: Trichloroacetic acid, pentadecyl ester
43.0
83.0 — —
21.00 21.50
5000 m/z 83.15 66.28%
25.0
LLLLLL, 1820
0 “H‘m“‘”‘““HH‘MH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350
Abundance #244233: Cyclotetracosane — —T
83.0 21.00 21.50
43.0 m/z 97.10  66.28%
5000 336.0
25.0
SIRRRRNELCE T T I
o i ‘“‘“‘“u“wuw‘kuum”m_ i e ——
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62540.D

Acqg On : 22 Aug 2024 14:42
Operator : MA/JU

Sample : P3673-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.362 3.44 ng/ul 225373  Chrysene-di12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Octacosanol 410 C28H580 000557-61-9 93
4 Cyclotetracosane 336 C24H48 000297-03-0 91
5 1-Hexacosene 364 C26H52 018835-33-1 91
Abundance Scan 3247 (22.362 min): BG062540.D\data.ms (-3241) (- | m/z 57.15 100.00%
57.1
5000
111.2
— ——
H 1532 091 2821 356.1 22.00 22.50
ob L L L e LR m/z 43.15 83.62%
miz--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
07.0
5000 — e
22.00 22.50
m/z 55.15 81.47%
o LU0 002000
miz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
— ——
22.00 22.50
so00] 49 m/z 83.15 78.37%
25.0
oL L L 16702100 2000
m/z--> 50 100 150 200 250 300 350
Abundance #308225: Octacosanol “ —
57.0 22.00 22.50
m/z 69.15 70.25%
- M\/"WJ\WN
ol 4l h i M 5019502360 20203340 3924
gty e — —
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62540.D

Acqg On : 22 Aug 2024 14:42
Operator : MA/JU

Sample : P3673-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 unknown-02 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.505 13.95 ng/ul 1036160  Perylene-di12 24.635
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Methoxycarbonyl-2H-1,4-benzoxa... 221 C11H11NO4 861348-36-9 38
2 2H-1,4-Benzoxazine-7-carboxylic ... 221 C11H11NO4 201294-27-1 38
3 4H-Cyclopenta[def]phenanthrene 190 C15H1e 000203-64-5 30
4 Cyclopenta[c]pyran-4-carboxylic ... 190 C11H1003 063785-74-0 25
5 Formamidine, N'-(p-acetylphenyl)... 190 C11H14N20 029366-20-9 20
Abundance Scan 3782 (25.505 min): BG062540.D\data.ms (-3771) (- | m/z 221.25 100.00%
221.3
135.2
5000 55.1
R \
271.3
7 [ 32713703 25.50
0 il L TS L m/z 189.25 93.52%
miz--> 50 100 150 200 250 300 350 400
Abundance #99924: 6-Methoxycarbonyl-2H-1,4-benzoxazin-3(4H)-on
221.0
5000 S} Mt
25.50
136.0 Y/
510 ‘ m/z 190.25  82.85%
O‘H,UMMwW%mM MML ‘h“““““w““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #99934: 2H-1,4-Benzoxazine-7-carboxylic acid, 3,4-dihyd
221.0
LA fobag
2550
5000 m/z 135.15 61.03%
136.0
51.0
obetbddibapd LU
m/z--> 50 100 150 200 250 300 350 400
Abundance #64925: 4H-Cyclopenta[deflphenanthrene
190.0 2550
m/z 55.15  49.30%
5000
95.0
0400 | 1390, ‘\
e e
m/z--> 50 100 150 200 250 300 350 400 2550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62540.D

Acqg On : 22 Aug 2024 14:42
Operator : MA/JU

Sample : P3673-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 (3aR,4R,7R)-1,4,9,9-Tetrame... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.144  25.89 ng/ul 1922300  Perylene-di12 24.635
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3aR,4R,7R)-1,4,9,9-Tetramethyl-... 218 C15H220 003466-15-7 56
2 1,1,2,2-Tetramethyl-5-methyliden... 218 C16H26 1010387-38-1 46
3 2H-Cyclopropa[a]naphthalen-2-one... 218 C15H220 006831-17-0 42
4 Lilial 204 C14H200 000080-54-6 35
5 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 35

Abundance Scan 4061 (27.144 min): BG062540.D\data.ms (-4038) (- | m/z 221.20 100.00%

221.2
95.2
41,
5000 472

-~ S
2693 . 14074454, 27.00 27.50
0 m/z 189.20  78.37%
miz-> 50 100 150 200 250 300 350 400 450
Abundance #96838: (3aR 4R, 7R)-1,4,9,9-Tetramethyl-3,4,5,6,7,8-he
218.0
[,
5000 et S
o1 147.0 27.00 27.50
41.0 m/z 95.15  76.72%

o

o \‘L ‘\‘mer LLL ‘L“\\M‘ | u‘nh\l‘ u\i || “.‘ N
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #96903: 1,1,2,2-Tetramethyl-5-methylidene-octahydrocyc
41.0 930

——
189.0 27.00 27.50
5000 m/z 55.15  75.35%

i
m/z--> 50 100 150 200 250 300 350 400 450

Abundance #96862: 2H-Cyclopropala]naphthalen-2-one, 1,1a,4,5,6,7 P
218.0 27.00 27.50

m/z 135.15 70.03%

77.0
5000 147.0
L

T —
m/z--> 50 100 150 200 250 300 350 400 450 27.00 27.50

o

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082224\
Data File : BG@62540.D

Acqg On : 22 Aug 2024 14:42
Operator : MA/JU

Sample : P3673-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@81424.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown-01 3.664 2.1 ng/ul 44765 1 7.940 422640 20.0
1-Phenoxypropan... 11.465 2.1 ng/ul 72227 2 10.731 690359 20.0
n-Hexadecanoic ... 18.197 2.8 ng/ul 194941 4 17.304 1390510 20.0
(DEL) Alkane: C... 21.216 2.8 ng/ul 186538 5 21.551 1311720 20.0
1-Heneicosanol 22.362 3.4 ng/ul 225373 5 21.551 1311720 20.0
unknown-02 25.505 13.9 ng/ul 1036160 6 24.635 1485180 20.0
(3aR,4R,7R)-1,4... 27.144 25.9 ng/ul 1922300 6 24.635 1485180 20.0
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